Key indicators: single-crystal X-ray study; T = 273 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.055; wR factor = 0.166; data-to-parameter ratio = 13.4.
In the title molecule, C 18 H 21 ClN 2 O 3 S, the pyrimidine ring exhibits a half-chair conformation. The ethyl group is disordered between two positions in a ratio 0.74:0.26. In the crystal structure, the molecules are linked into chains along the a axis by N-HÁ Á ÁO hydrogen bonds.
Related literature
For the crystal structure of a related compound, see Jiang et al. (2007) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1; y; z.
Data collection: SMART (Siemens, 1996); cell refinement: SAINT (Siemens, 1996); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997a); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997a); molecular graphics: SHELXTL (Sheldrick, 1997b); software used to prepare material for publication: SHELXTL.
Ethyl
6-(2-chlorophenyl)-4-methyl-1-(3-oxobutyl)-2-thioxo-1,2,3,6-tetrahydropyrimidine-5-carboxylate Q.-P. He, J.-Y. Wang and R.-K. Feng
Comment
Herewith we present the crystal strusture of the title compound, (I), which was synthesized through the reaction of 2-chlorobenzaldehyde and ethyl acetoacetate with urea derivative under solvent-free conditions. In (I) (Fig. 1) , bond lengths and angles are normal and comparable with those observed in reported compound (Jiang et al., 2007) . The pyrimidine ring exhibits a half-chair conformation with the maximal deviation of 0.168 Å for C6 from mean plane.
In the crystal, the molecules related by translation along axis a are linked into chains by N-H···O hydrogen bonds (Table   1) .
Experimental 2-Chlorobenzaldehyde (2 mmol), ethyl acetoacetate (2 mmol), urea derivatives (2.4 mmol) and H 3 BO 3 (0.4 mmol), in glacial acetic acid (10 ml) was heated at 373 K, while stirring for 1 h, then cooled to room temperature, and poured into ice water (50 ml), and recrystallized from EtOH, affording the title compound as a colourless crystalline solid. Elemental analysis: 
